Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.043; wR factor = 0.100; data-to-parameter ratio = 18.6.
In the title compound, C 13 H 9 Br 2 NO 4 , the phenyl and 2nitrofuran rings are linked by a 2,3-dibromopropanal group, six atoms of which, including a furyl C atom, are disordered over two positions with a site-occupancy ratio of 0.733 (11):0.267 (11) . The dihedral angle between the furan [maximum deviation = 0.028 (4) Å ] and phenyl rings in the major component is 16.9 (3) . In the minor component, the corresponding values are 0.87 (4) Å and 23.3 (5) . In the crystal, intermolecular C-HÁ Á ÁO hydrogen bonds link the molecules into two-dimensional arrays parallel to the ab plane.
Related literature
For the biological activity of sydnones, see: Holla et al. (1986 Holla et al. ( , 1987 Holla et al. ( , 1992 ; Rai et al. (2008) . For related structures, see: Fun et al. (2010 Fun et al. ( , 2011 . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) . For bond-length data, see: Allen et al. (1987) Table 1 Hydrogen-bond geometry (Å , ). Comment Nitrofurans belong to a class of synthetic compounds characterized by the presence of the 5-nitro-2-furyl group. The presence of a nitro group at the 5-position of the molecule conferred antibacterial activity (Holla et al.1986) . A large number of nitrofurans have attained commercial utility as antibacterial agents in humans and in veterinary medicine because of their broad spectrum of activity (Holla & Kalluraya et al.1992; Holla et al. 1987) . Dibromopropanones were obtained by the bromination of 1-aryl-3-(5-nitro-2-furyl)-2-propen-1-ones. Acid-catalysed condensation of acetophenones with nitrofural diacetate in acetic acid yielded the required 1-aryl-3-(5-nitro-2-furyl)-2-propen-1-ones known as chalcones (Rai et al., 2008) .
The title compound, C 13 H 9 Br 2 NO 4 , (Fig. 1 ), consist of phenyl (C1-C6) and 2-nitrofuran (C10-C13/O2-O4/N1) rings linked by a 2,3-dibromopropanal group (O1/C7-C9/Br1/Br2). Six atoms (C8-C10/Br1/Br2/O2) of this linking group including a furyl C atom are disordered over two positions with a site-occupancy ratio of 0.733 (11): 0.267 (11). The dihedral angle between the furan (C11-C13/O2/C10) (maximum deviation of 0.028 (4) Å of at atom C12) and phenyl rings in the major component is 16.9 (3)°. In the minor component, the corresponding values are 0.87 (4) Å at atom C12 and 23.3 (5)°.
Bond lengths (Allen et al., 1987) and angles are normal and comparable to those in related structures (Fun et al., 2010 (Fun et al., , 2011 .
In the crystal packing ( Fig. 2) , intermolecular C9A-H9AA···O1 and C4-H4A···O4 hydrogen bonds (Table 1) link the molecules into two-dimensional arrays parallel to the ab plane.
Experimental 1-Phenyl-3-(5-nitro-2-furyl)-2-propen-1-one (0.01 mol) was dissolved in glacial acetic acid (25 ml) by gentle warming.
A solution of bromine in glacial acetic acid (30% w/v) was added to it with constant stirring till the yellow color of the bromine persisted. The reaction mixture was kept aside at room temperature for overnight. Crystals of dibromopropanone that separated out were collected by filtration and washed with petroleum ether and dried. They were then recrystallized from glacial acetic acid. Crystals suitable for X-ray analysis were obtained from 1:2 mixtures of DMF and ethanol by slow evaporation.
Refinement
All the H atoms were positioned geometrically [C-H = 0.9300 or 0.9800 Å] and were refined using a riding model, with U iso (H) = 1.2 U eq (C). Six atoms are disordered over two positions with a refined occupany ratio of 0.733 (11):0.267 (11). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
Br1A-C8A 2.061 (7) C4-H4A 0.9300 Br2A-C9A 1.942 (7) C5-C6 1.398 (5) 
